Supporting Information

Figures
Figure S1: Structures of Fc 2 and its radical cation, calculated with the ADF program by the BP86/ TZP(ZORA) method, with interatomic distances indicated in normal font for the neutral dimer and in italic for the radical cation. 
Geometries and TD-DFT results ---------------------------------------------General remarks:
The calculations with ADF were done with the following kind of input: 
--------------------------------------------
z) --------------------------------------------------------
no. E/eV f mu (x,y,z) ---------------------------------------------------------- 1------------------------------------------------------------- b) Fc2------------------------------------------------------- 2.no. E/eV f mu (x,y,z) ---------------------------------------------------------- 2no. E/eV f mu (x,y,z) ---------------------------------------------------------- 1------------------------------------------------------------- b) Fc2.+-> 88B -0.17486 84B -> 87B -0.23709 Excited State 13: ?Spin -BU 2.0452 eV f=0.0167 79A -> 86A 0.22966 80A -> 89A 0.28862-> 86A 0.41552 84A -> 87A -0.17734 85A -> 88A -0.18531 81B -> 87B -0.24969 82B -> 88B -0.24171 83B -> 86B 0.56014
--------------------------------------------------------
no. E/eV f mu (x,y,z) -------------------------------------------------------no. E/eV f mu (x,y,z) ------------------------------------------------------- 1no. E/eV f mu (x,y,z) -------------------------------------------------------16 5.6356 0.29679E-01 0.46364 0.0000 0.0000 Major MO -> MO transitions for the above excitations Excit. Occ. to virt. Contrib. transition moment No----------------------------------------------------------- b)-----------------------------------------------------------
